Single-crystal X-ray study T = 120 K Mean (C-C) = 0.003 Å R factor = 0.058 wR factor = 0.158 Data-to-parameter ratio = 17.7
In molecules of the title compound, C 22 H 26 N 4 O 4 , which lie across centres of inversion, the central octane fragment adopts a nearly planar all-trans conformation. There are no hydrogen bonds in the crystal structure but the molecules are linked into sheets by a single -stacking interaction.
Comment
As part of our continuing studies of the supramolecular arrangements in imines, and especially in compounds of the type O 2 NC 6 H 4 CH N-(R)-N CHC 6 H 4 NO 2 , where R = 1,2-cyclo-C 6 H 10 or R = (CH 2 ) n (Bomfim et al., 2005) , we now report the molecular and supramolecular structure of the title compound, (I).
The molecules of (I) lie across centres of inversion in the space group P2 1 /c, with the reference molecule selected as that lying across ( (Fig. 1) . The bond distances (Table 1) clearly show the presence of the double bond C11 N11, with typical skeletal bond angles at C11 and N11. The nitroaryl -CH N-C fragment is almost planar, as is the eight-carbon fragment of the central spacer, as shown by the leading torsional angles (Table 1) ; however, the overall molecular conformation is very far from being planar, as shown by the torsion angles around the N11-C11 and C12-C13 bonds, where the non-H substituents are mutually anticlinal and synclinal respectively (Table 1 and Fig. 1 ).
The supramolecular aggregation is very simple; there are no hydrogen bonds of any kind, but a single aromaticstacking interaction links the molecules into sheets. The aryl ring at (x, y, z), which is part of the molecule centred across ( , with the ring-centroid separations both 3.762 (2) Å ; the interplanar spacings are ca 3.39 Å and the ring-centroid offsets are ca 1.63 Å . Propagation of this single interaction by the space group symmetry then generates a (100) sheet in which each molecule is linked to four others (Fig. 2) ; there are, however, no direction-specific interactions between adjacent sheets.
Experimental
A solution of 3-nitrobenzaldehyde (0.4 mmol) and 1,8-diaminooctane (0.2 mmol) in methanol (20 ml) was heated under reflux for 1 h; the mixture was cooled and the solvent was removed under reduced pressure. The solid residue was recrystallized from 1,2-dichloroethane to yield crystals of compound (I) suitable for single-crystal X-ray diffraction (m.p. 359-361 K). IR (KBr) : 3086, 2933-2832, 1646, 1610,1580, 1536, 1468, 1439, 1343, 1270, 1155, 1078, 1027, 971, 983, 931, 828, 805, 734, 684, 675, 629, 508 cm À1 .
Crystal data Table 1 Selected geometric parameters (Å , ).
À177.60 (19) Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
All H atoms were located in difference maps and then treated as riding atoms, with C-H distances of 0.95 (aromatic) or 0.99 Å (aliphatic), and with U iso (H) = 1.2U eq (C). The molecule of compound (I), showing the atom-labelling scheme. The atoms marked 'a' are at the symmetry position (1 À x, 1 À y, 1 À z) and displacement ellipsoids are drawn at the 30% probability level. 
